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Quantum Monte Carlo study of the binding of
a positron to alkali-metal hydrides
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-0.666950 a.u.
. > A Hartree-Fock method
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. S i THQl-CT W [e/e= 6s3p2dif/6s3p2dif]
S i % H-centered Gaussian basis
; -0. 1 .u.
e-/e* orbitals S 4 0.789 .96 ad
in HF-level numerical exact (2]

(Explicitly Correlated Gaussian calc.)
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The strong correlation between the positron affinity and dipole moment
- a polar molecule with large dipole moment has a large positron affinity.
Y. Kita, R. Marzono, M. Tachikawa, M.D. Towler, R.J. Needs, JCP, 135, 054108 (2011).
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Positron affinity (PA) and dipole moment (DM) of alkali-metal hydrides

% Dipole moments are calculated with CCSD/6-311++6(3d2f,3p2d)

“~-- MOs by HF calc. -~



